The asymmetric unit of the title polymeric compound, [Li 2 (C 16 H 11 N 2 O 2 ) 2 (C 16 H 12 N 2 O 2 ) 2 (CH 3 CH 2 OH) 2 ] n , contains two Li I ions, two 3-(1-phenyl-1H-pyrazol-3-yl)benzoate ions, two 3-(1-phenyl-1H-pyrazol-3-yl)benzoic acid molecules and two ethanol molecules. In the crystal structure, each of the two Li I ions has a distorted tetrahedral geometry, coordinated by two carboxylate O atoms, one carboxyl O atom and one ethanol O atom. The carboxylate group bridges the Li I ions, forming a one-dimensional polymeric chain along [100] . The crystal structure is further stabilized by O-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonding, and -interactions with centroidcentroid distances in the range 3.6534 (13)-3.8374 (13) Å .
Related literature
For pyrazole derivatives, see: Isloor et al. (2009) ; Skoutakis et al. (1988) ; Di Marzo et al. (2004) ; Kalluraya et al. (2004) ; Hanamoto et al. (2008) . For a similar coordination geometry, see : Fischer (2005) . For bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used in the data collection, see : Cosier & Glazer (1986) .
Experimental
Crystal data [Li 2 (C 16 Table 1 Selected bond lengths (Å ).
Li1-O1A 1.912 (4) Li1-O2D
1.931 (4) Li1-O4
1.953 (4) Li1-O1C metal-organic compounds Table 2 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1; y; z; (ii) x À 1; y; z.
Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 pyrazol-3-yl)benzoate ions, two 3-(1-phenyl-1H-pyrazol-3-yl)benzoic acid and two ethanol molecules.
The bond lengths (Allen et al., 1987) and angles are normal. The torsion angles of C6A-N1A-C7A-C8A, C4A-C5A-C6A-N1A, C2A-C1A-C6A-N1A, C10A-C11A-C12A-C16A,   C16A-C12A-C13A-C14A, C13A-C12A-C16A-O1A, C11A-C12A-C16A-O2A, C6B-N1B-C7B-C8B,   C4B-C5B-C6B-N1B, C2B-C1B-C6B-N1B, C10B-C11B-C12B-C16B, C16B-C12B-C13B-C14B,   C13B-C12B-C16B-O1B, C11B-C12B-C16B-O2B, C6C-N1C-C7C-C8C, C4C-C5C-C6C-N1C,   C2C-C1C-C6C-N1C, C10C-C11C-C12C-C16C, C16C-C12C-C13C-C14C, C13C-C12C-C16C-O1C,   C11C-C12C-C16C-O2C, C6D-N1D-C7D-C8D, C4D-C5D-C6D-N1D, C2D-C1D-C6D-N1D,   C10D-C11D-C12D-C16D,  C16D-C12D-C13D-C14D,  C13D-C12D-C16D-O1D  and C11D-C12D-C16D-O2D are -178.7 (2), 178.8 (2), -178.3 (2), 177.4 (2), -177.9 (2), -176.8 (2), -174.7 (2), -179.1 (2), -179.4 (2), -179.9 (2), 177.1 (2), -176.6 (2), 171.3 (2), 176.2 (2), 178.7 (2), 178.3 (2), -179.5 (2), 178.2 (2), -178.3 (2), 172.0 (2), 173.8 (2), -180.0 (2), 177.9 (2), -178.8 (2), 177.7 (2), -177.7 (2), 172.0 (2) and 174.2 (2)°, respectively. The environments of both Li ions adopt a distorted tetrahedral geometry, with each Li atom coordinated by two carboxylate oxygen atoms, one carboxyl oxygen atom and an ethanol oxygen atom (Table 1) . This coordination is similar to that observed in the crystal structure of lithium hydrogen (RS)-phenylsuccinate (Fischer, 2005) . In the crystal packing (Fig. 2) , the molecules form one-dimensional polymeric chains along the [100] direction. In each chain, the ethanol hydrogen atom is hydrogen-bonded to the carboxylate oxygen atoms through O-H···O hydrogen bonding. The carboxyl hydrogen atom is also hydrogen-bonded to the carboxylate oxygen atoms via O-H···O hydrogen bonding. The crystal structure is further stabilized by C-H···N hydrogen-bonding (Table 2 ) and π-π interactions. The π-π interaction between the five-membered rings, N1A-N2A/C9A-C7A and N1B-N2B/C9B-C7B, has centroid-to-centroid distance of 3.6534 (13) Å. The π-π interactions between the six-membered rings, C1A-C6A/C10A-C15A and C1B-C6B/C10B-C15B, have centroid-tocentroid distances of between 3.7099 (14) and 3.7589 (14) Å. The π-π interaction between the five-membered and sixmembered rings, N1C-N2C/C9C-C7C and C10B-C15B, has centroid-to-centroid distance of 3.8374 (13) Å.
supplementary materials sup-2 Experimental
The title compound is obtained by adding 3-bromo-1-phenyl pyrazole (500 mg, 2.2 mmol) into a stirred solution of benzene boronic acid (369 mg, 2.2 mmol) in toluene (10 ml) and water (10 ml). Sodium carbonate (370 mg, 4.4 mmol), and tetrakis(triphenylphosphine)palladium(0) (258 mg, 0.2 mmol) were then added. The reaction mixture was heated to 100°C
for 12 hr when TLC showed completion of reaction. Reaction mixture was diluted with water, acidified to pH 3, and extracted with ethyl acetate. The combined organic layer was dried over sodium sulfate, concentrated and the residue purified by column chromatography using 5% methanol in chloroform to get pure product as colorless crystals, Yield: 510 mg (84%),
Melting point: 435-438 K. The lithium is an impurity with silica gel. The NMR data is consistent with the structure of the title compound (I).
Refinement
H atoms were positioned geometrically (C-H = 0.93-0.97 Å) and refined using a riding model with U iso (H) = 1.2U eq (C) and 1.5U eq (methyl C). A rotating-group model was used for the methyl groups. The oxygen H atoms were located from the difference Fourier map [O-H = 0.85 (3)-0.91 (3) Å] and allowed to refine freely.
Figures Fig. 1 . The molecular structure of (I), showing 30% probability displacement ellipsoids and the atom numbering scheme. catena-Poly [[(ethanol-κO) 
Crystal data [Li 2 (C 16 Primary atom site location: structure-invariant direct methods Extinction correction: none
Special details
Experimental. The crystal was placed in the cold stream of an Oxford Cryosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986 ) operating at 100.0 (1) K.
Geometry. All s.u.'s (except the s.u. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell s.u.'s are taken into account individually in the estimation of s.u.'s in distances, angles and torsion angles; correlations between s.u.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell s.u.'s is used for estimating s.u.'s involving l.s. planes.
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